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and MoP NPs (c) in a potential window between 0.01 V and 3 V at a current density of 100 mA g -1 for the 1 st , 2 nd , 3 rd and 100 th cycles. and MoP NPs (c) in a potential window between 0.01 V and 3 V at a current density of 100 mA g -1 for the 1 st , 2 nd , 3 rd and 100 th cycles.
Fig. S7
The comparison of the specific capacity of this work and those of different metal phosphides in previous reports. 
Computational Method
The first-principles calculations based on the density functional theory (DFT) in the current paper were performed by using the plane-wave technique as implemented in the Vienna ab initio simulation package (VASP). The ion-electron exchange-correction interactions were treated with thegeneralized gradient approximation (GGA) and projector augmented wave (PAW) methods. A 400 eV cutoff was used for the plane-wave basis set. The exchangecorrelation energy is described by the functional of Perdew, Burke, and Ernzerhof (PBE). The geometry optimizations were performed by using theconjugated gradient method, and the Besides, based on the calculated results, the coordinates of the best sites of Li atoms within 8
MoP units are shown in the below table. (Table S3) 13 
